Synthesis of Ligands
Potassium hydrotris [3-isopropyl-1H-pyrazolyl] 
borate, KTp iPr
This synthesis has been slightly modified from the literature procedure. i Potassium borohydride (15.7 g, 0.29 mol) was added to the 3-isopropyl-1H-pyrazole (160 g). The solution was stirred for 2 h at 180 °C during which emission of gas (H2) was observed. The crude product (viscous gel) was purified by the removal of excess starting material through distillation at 135-145°C under reduced pressure. After cooling down, hexane was added to the hard colorless solid and after sonication of the mixture a white precipitate was filtered off and dried under vacuum. Yield: 300 g (63 %). 1 H-NMR (CDCl3) δ = 1.29 (d, 3 J(H,H) = 6.9 Hz, 18H, CH3 of i Pr), 2.98 -3.08 (m, 3H, CH of i Pr), 6.10 (d, H, 3 J(H,H) = 2.0 Hz, py 4-CH), 7.48 (d, 3 J(H,H) = 2.0 Hz, H, py 5-CH) ppm.
Synthesis of Ligand L5, 3-Hydroxy-2-(4'-chlorophenyl)-chromen-4-thione, 3-Hydroxy-2-(4'-chlorophenyl)-chromen-4-one, L4, (0.8 g, 2.6 mmol) and Lawesson's reagent (0.53 g, 1.3 mmol) were dissolved in 20 mL dry THF and the reaction mixture was refluxed for 6 hours at 85°C. The precipitate was collected by filtration and it was recrystallized in EtOH, obtaining a yellow crystalline product. Yield: 238.1 mg (85 %). 1 H-NMR (CDCl3) δ = 7.48 (t, 3 J(H,H) = 7.5 Hz, H, chromone 6-CH), 7.50 -7.55 (m, 2H, 2'-CH and 6'-CH of phenyl), 7.64 (d, 3 8.73 (s, H, hydroxo) ppm. 13 C-NMR (CDCl3) δ = 118.5 (chromone 5-CH), 126.1 (chromone 6-CH), 128.1 (chromone -C), 128.9 (chromone 8-CH), 129.2 (phenyl 2'-CH and 6'-CH), 129.5 (phenyl 1'-C) 130.1 (phenyl 3'-CH and 5'-CH), 133.5 (chromone 7-CH), 137.1 (phenyl 4'-C), 140.2 (chromone 2-C), 146.2 (chromone 3-C), 150.4 (chromone 10-C), 188.5 (chromone C=S) ppm. 
ESI-mass spectrometry

X-ray diffraction analysis
The X-ray intensity data were measured on Bruker X8 APEXII and Bruker D8 Venture diffractometers equipped with multilayer monochromators, Mo K/a INCOATEC micro focus sealed tube and Kryoflex cooling devices. The structures were solved by direct methods and refined by full-matrix least-squares techniques. Non-hydrogen atoms were refined with anisotropic displacement parameters. Hydrogen atoms were inserted at calculated positions and refined with a riding model or as rotating groups Hydrogens located on Boron atoms were sometimes refined without constraints. The following software was used: Frame integration, Bruker SAINT software package ii using a narrowframe algorithm, Absorption correction, SADABS iii , structure solution, SHELXL-2013 iv , refinement, SHELXL-2013 iv , OLEX2 v , SHELXLE vi , molecular diagrams, OLEX2 v . Platon vii for symmetry check and Squeeze. Experimental data and CCDC-Code can be found in Table 2 . Crystal data, data collection parameters, and structure refinement details are given in Tables 3 to 12. Molecular Structures in "Ortep View" are displayed in Figure S1 and S3. Octahedral parameters of Mo Centers are listed in Table S13 . where P=(Fo 2 +2Fc 2 )/3
Figure S1. Asymmetric Unit of [2], drawn with 50% displacement ellipsoids. Disorder and hydrogen atoms omitted for clarity. To stabilize the minor part (approx.. 6%) in the disorder the use of DFIX and SADI were necessary. We were not able to avoid EADP constraints. 
Figure S3
. Crystal structure of [3], drawn with 50% displacement ellipsoids. Disordered second independent molecule of the asymmetric unit and hydrogen atoms omitted for clarity. To stabilize the minor part (approx.. 30%) in the disorder the use of SADI, RIGU, and ISOR were necessary. We were not able to avoid EADP constraints. Hydrotris ( The crystallographic data from the octahedral Mo(IV) coordination sphere of compounds 1, 5 and 6 have been listed in the following table (Table S13 ). The unit cell of compounds 5 and 6 possess two independent molecules in the asymmetric unit. Due to the crystallographic defect in compounds 2 and 3 they have not been listed. MTT assay / cell culture studies DCFH-DA assay Figure S16 . Fluorescence intensity of oxidized DCF as an indicator of ROS level was fluorometrically measured over 120 min. SW480 and HCT116 cells were treated with 0.4 µM, 2 µM, 10 µM and 50 µM of complexes 2 and 3. Data given are means relative to untreated control ± standard deviations.
AnnexinV/PI assay Figure S17 . Flow-cytometric analysis of apoptosis induction in SW480, HCT116, HCT116bax-ko and HCT116p53-ko cells incubated with different concentrations of 2 and 3 for 24 h and double-stained with annexin V-FITC/PI. Percentages of necrotic (AV-/PI+), late apoptotic (AV+/PI+), early apoptotic (AV+/PI-) and viable (AV-/PI-) cells are given. Plasmid DNA assay Figure S18 . The electropherogram presented in Figure 5 . was analysed by the ImageJ 1.51j8 software and the intensity of bands corresponding to the supercoiled (sc) and open circular (oc) species were quantified and presented as percentage of the whole plasmid DNA content. 
